Molecular structures enumeration and virtual screening in the chemical space with RetroPath2.0
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Figure S1 : Execution time for each tested software on the enumeration of alkane isomers.
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Figure S2. Isomer transformation rule set. Reduced set excluding triple bonds. Reactions in green move bonds around without creating or deleting cycles. Reactions in blue change bond order by creating or deleting at least one cycle. To each reaction corresponds a reverse reaction. The reverse reaction of R1 is R1, for R2 it is R4, for R3 : R7, for R5: R5, for R6 : R8 and the reverse reaction of R9 is R9. The bond order a13 and a24 can take any value from 0 to 3. 
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[bookmark: _GoBack]Figure S3: Distributions of predicted Tg values for enumerated isomers and for isomers found in PubChem with varying Tanimoto threshold. Distribution of predicted polymer glass transition temperature Tg for enumerated isomers and for isomers found in Pubchem of a reference set of 158 monomers with a Tanimoto similarity greater than a threshold varying between 0.5 and 1.
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